Metabolite Chemical Formula Exact Mass Mass Error (ppm) R.T. (min) CV(%) N=6 glycerate 2-phosphate/ glycerate 3phosphate C3H7O7P 185.99294 -0.11 8.28 13.13
. List of metabolites name, chemical formula, exact mass, mass error, retention time (R.T.) and coefficient of variation (CV) for N=6 injections. For unresolved isomers, if the number of possible isomers is greater than three, then the corresponding chemical formula is used to represent each of the isomers, and the number of isomers is listed in () next to the formula. For a metabolite with two potential peaks (two different retention times), "-1" or "-2" is attached to the metabolite name to represent peak 1 and 2 respectively. Racemic mixtures are not separated based on the current LC-MS method. One injection of HCT8 cell extract was considered after every 12 samples, so 6 injections were done in a period of 24 hrs. Intensities for each metabolite in these 6 injections were used to calculate CVs.
